Erratum: "On the vapor-liquid equilibrium of attractive chain fluids with variable degree of molecular flexibility" [J. Chem. Phys. 142, 224504 (2015)] Cite as: J. Chem. Phys. 145, 239901 (2016); https://doi.On the vapor-liquid equilibrium of attractive chain fluids with variable degree of molecular
[http://dx.doi.org/10. 1063/1.4971164] In Eqs. (32)-(36) of our paper, 1 we presented an analytical method for calculating the effective segment size of Lennard-Jones chain fluids. A part of the parameters of Eq. (36) were correlated to data from Grand-Canonical Monte Carlo simulations for the pressure of soft repulsive Barker-Henderson chain fluids of chain length m = [1, 2, 3, 4] . For the monomer fluid, we missed to replace results initially obtained with the method proposed in Ref. 2 by results obtained with the simulation method described in our publication. 1 The simulation method in Ref. 2 is not suited for low particle numbers and leads to errors at low densities. Due to the use of the corrupt simulation data, a part of the parameters of Eq. (36) of the original publication are erroneous. Corrected parameters are given in Table I . A new parameterization of the correlation integrals (Eqs. (39), (40), (43), and (44)) is listed in Table II . As we show below, the main conclusions of the paper are not affected by the error.
The effect of using the corrected parameterization is analysed in Fig. 1 , where we show the calculated vapor-liquidequilibrium and isotherms of a Lennard-Jones monomer fluid. Compared to the erroneous parameterization, we observe a very minor decrease in the calculated vapor-liquid critical temperature and a clear increase in calculated isothermal pressures. The new isothermal pressures agree significantly better to Monte Carlo simulation data than those calculated based on the erroneous parameterization. The discrepancy between the calculated vapor-liquid equilibrium and simulation data remains substantial. This is a direct result of using the local-compressibility-approximation for approximating the second order perturbation term.
We note without showing a diagram that the revised parameterization has a negligible effect on vapor pressures. Further, the revision of the parameterization does not significantly alter calculated thermodynamic properties of fluids other than the monomer fluid (m > 1). Therefore, all results and figures (except the vapor-liquid equilibrium of the Lennard-Jones monomer in Fig. 9 (a) which is revised in Fig. 1 of this erratum) as published in our original publication remain accurate and unchanged. 8889, −0.8277, 0.083 70, 0.2414, 0.1228, −0.5793, 1.559, −0.1851, 3.072, −1.461, 0.4367, −0.9189, −0.3634, 2.563, 0.6544, −7.440, −0.8589, 0.1650, 6.507, 0.4335, −0.062 84, 0.3587, −1.1628, 3.509, 0.7524, 0.065 80, −5.946, −4.251, −0.1477, 3.5516, 5.416 FIG. 1. Vapor-liquid equilibrium (a) and isothermal pressure (b) of a fluid of Lennard-Jones monomers, as obtained from a second order Barker-Henderson theory based on the local-compressibility-approximation for the second order term. Comparison between theoretical results (lines) obtained from the erroneous and revised parameterization of the effective segment size d( ρ, m, T ) to data obtained from Monte Carlo (MC) simulations (symbols). 3
